Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.004 Å; R factor = 0.054; wR factor = 0.157; data-to-parameter ratio = 13.0.
= 72.600 (5) V = 448.64 (10) Å 3 Z = 2 Mo K radiation = 0.09 mm À1 T = 293 (2) 
Comment
Tetrazoles has been the subject of investigations during the last 20 years (Bethel et al., 1999) . In recent years, tetrazoles have found a wide range of applications in coordination chemistry due to their role as mono-or bidentate ligands and strong networking ability (Wu et al., 2005; Zhang et al., 2006) . Nitrile derivatives have found many industrial applications. For example, phthalonitriles have been used as starting materials for phthalocyanines (Jin et al., 1994) . The title compound, is a new tetrazole derivative. We now report the synthesis and crystal structure analysis of 4-((2H-tetrazol-2-yl)methyl)benzonitrile ( Fig. 1 ). The overall molecular conformation is defined by the torsion angle N1-N4-C8-C5 of −92.05 (10)°.
Experimental
The ligand 4-((2H-tetrazol-2-yl)methyl)benzonitrile was synthesized by reaction of 4-(bromomethyl)benzonitrile (1.95 g, 0.01 mol) and 2H-tetrazole (0.7 g, 0.01 mol) and KOH (0.56 g, 0.01 mol) in methanol (20 ml) reacted at 353 K with stirring for 24 h. A mixture of 4-((2H-tetrazol-2-yl)methyl)benzonitrile (18.5 mg, 0.1 mmol) and water (15 ml) and ethanol (15 ml) sealed in a glass were maintained at 293 K. Crystals suitable for X-ray ananlysis were obtained after 2 d.
Refinement
H atoms were included at calculated positions and constrained to an ideal geometry, with C-H = 0.93 Å and with U iso (H) = 1.2U eq (C). Fig. 1 . A view of the compound with the atomic numbering scheme. Displacement ellipsoids were drawn at the 30% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
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